The title compound, [Fe(C 5 H 5 )(C 19 H 16 O 2 P)], obtained serendipitously during recrystallization of 1-hydroxybenzotriazolyl (S p )-2-(diphenylphosphino)ferrocene-1-carboxylate from methanol, crystallizes in the chiral space group P2 1 2 1 2 1 . Its crystal structure not only confirms the anticipated absolute configuration but also establishes a rather regular geometry for the ferrocene unit, devoid of any significant deformation due to the attached substituents. In the crystal, symmetryrelated molecules are linked via weak C-HÁ Á ÁO interactions.
Related literature
For an overview of the chemistry of ferrocene, see: Š tě pnička (2008) . For the NMR spectroscopic data of the title compound, see: You et al. (2002) ; Lamač et al. (2008) 
Experimental
Crystal data [Fe(C 5 Table 1 Hydrogen-bond geometry (Å , ). The attached substituents do not seem to impose any pronounced deformation of the ferrocene core, as evidenced by the C11-C1-C2-P torsion angle of -5.5 (3) °. However, the diphenylphosphinyl group binds somewhat unsymmetrically as indicated by the differences in the C(1/3)-C2-P angles being ca 2.7 ° (cf. the difference of the C(2/5)-C1-C11 angles, which is below 0.1 °, and also the perpendicular distances from the C(1-5) ring mean-plane: 0.136 (1) Å for P and -0.018 (2) Å for C11). This is reflected also by the variation in the Fe-C distances (2.0283 (18)-2.0672 (18) Å) for the substituted cyclopentadienyl ring (C1-C5).
The crystal structure of the title compound is essentially molecular, with symmetry related molecules forming only soft C-H···O contacts (Table 1) .
The title compound was formed on recrystallization of 1-hydroxybenzotriazolyl (S p )-2-(diphenylphosphino)ferrocene-1-carboxylate (Štěpnička & Tauchman, unpublished results) from warm methanol, apparently resulting from a trans-esterification reaction of the starting activated ester. Its formulation was established by NMR spectroscopy (You et al., 2002; Lamač et al., 2008) .
Refinement
The H-atoms were included in calculated positions and treated as riding atoms: C-H = 0.93 (aromatic CH) and 0.96 (CH 3 ) Å, and U iso (H) = k × U eq (parent C-atom), where k = 1.2 for aromatic CH, and 1.5 for CH 3 .
supplementary materials sup-2 Figures   Fig. 1 . View of the molecular structure of the title compound, showing the atom numbering scheme and displacement ellipsoids drawn at the 30% probability level.
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